Key indicators: single-crystal X-ray study; T = 299 K; mean (C-C) = 0.006 Å; R factor = 0.052; wR factor = 0.168; data-to-parameter ratio = 17.2.
Related literature
For related literature, see: Gowda, Nayak et al. (2007) ; Gowda, Foro & Fuess (2007) ; Gowda, Kožíšek et al. (2007) ; Gowda, Svoboda et al. (2007) .
Experimental
Crystal data C 11 H 15 NO 3 S M r = 241.30 Monoclinic, P2 1 =c a = 12.3045 (9) Å b = 11.3016 (7) Å c = 18.466 (1) Å = 103.117 (6) V = 2500.9 (3) Å 3 Z = 8 Mo K radiation = 0.25 mm À1 T = 299 (2) K 0.50 Â 0.48 Â 0.40 mm
Data collection
Oxford Diffraction Xcalibur diffractometer with a Sapphire CCD detector Absorption correction: multi-scan (CrysAlis RED; Oxford Diffraction, 2007) T min = 0.885, T max = 0.906 15589 measured reflections 4985 independent reflections 3639 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.167 S = 1.16 4985 reflections 290 parameters H-atom parameters constrained Á max = 0.44 e Å À3 Á min = À0.40 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrysAlis CCD (Oxford Diffraction, 2007); cell refinement: CrysAlis RED (Oxford Diffraction, 2007) ; data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97. Fig. 1 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (14) 0.0448 (6) 0.9600 C22-H22C 0.9600 N1-S1 1.644 (2) N2-S2 1.647 (2) N1-H1N 0.8600 N2-H2N 0.8600 O1-S1 1.421 (2) O4-S2 1.434 (2) O2-S1 1.428 (2) O5-S2 1.410 (2) C6-C1-C2 120.7 (3) C13-C12-C17 121.9 (3) C6-C1-S1 119.6 (2) C13-C12-S2 119.3 (3) C2-C1-S1 119.6 (2) C17-C12-S2 118.8 (2) 115.8 (2) N2-C18-C19 116.0 (2) C9-C8-C10 110.1 (3) C20-C19-C22 111.2 (4) C9-C8-C7 108.4 (3) C20-C19-C21 108.7 (3) C10-C8-C7 110.9 (2) C22-C19-C21 108.7 (3) C9-C8-C11 109.7 (3) C20-C19-C18 108.7 (3) C10-C8-C11 109.6 (3) C22-C19-C18 110.4 (3) C7-C8-C11 108.2 (3) C21-C19-C18 109.1 (3) C8-C9-H9A 109.5 C19-C20-H20A 109.5 C8-C9-H9B 109.5 C19-C20-H20B 109.5 H9A-C9-H9B 109.5 H20A-C20-H20B 109.5 C8-C9-H9C 109.5 C19-C20-H20C 109.5 H9A-C9-H9C 109.5 H20A-C20-H20C 109.5 H9B-C9-H9C 109.5 H20B-C20-H20C 109.5 C8-C10-H10A 109.5 C19-C21-H21A 109.5 C8-C10-H10B 109.5 C19-C21-H21B 109.5 H10A-C10-H10B 109.5 H21A-C21-H21B 109.5 C8-C10-H10C 109.5 C19-C21-H21C 109.5 H10A-C10-H10C 109.5 H21A-C21-H21C 109.5 H10B-C10-H10C 109.5 H21B-C21-H21C 109.5 C8-C11-H11A 109.5 C19-C22-H22A 109.5 C8-C11-H11B 109.5 C19-C22-H22B 109.5
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